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The title compound, C21H47NO2, exists in an E conformation 
with respect to the C=C bond. The pyridine ring forms 
dihedral angles of 5.57 (7) and 82.30 (9)°, respectively, with 
the central benzene ring and the terminal phenyl ring. The 
dihedral angle between the benzene and phenyl rings is 
87.69 (8)°. No significant intermolecular interactions are 
observed. 

Related literature 

For the pharmacological activity of chalcones, see: Matsuda et 
al. (2003); Lopez et al. (2001); Agarwal et al. (2005). For 
related structures, see: Bibila Mayaya Bisseyou et al. (2007); 
Liu et al. (2005); Jasinski et al. (2011). For the stability of the 
temperature controller used in the data collection, see: Cosier 
& Glazer (1986). 




Monoclinic, P2^/c 
a = 5.9845 (6) A 
b = 38.187 (4) A 
c = 8.5412 (7) A 
P = 123.372 (5)° 
V = 1630.1 (3) A 3 

Data collection 

Bruker SMART APEXII DUO 

CCD area-detector 

diffractometer 
Absorption correction: multi-scan 

(SADABS; Bruker, 2009) 

r mi „ = 0.968, r m „ = 0.986 

Refinement 

R[F 2 > 2a(F 2 )] = 0.050 

wR(F 2 ) = 0.141 

S = 1.02 

4751 reflections 



Mo Ka radiation 
ii = 0.08 mm~' 
T = 100 K 

0.40 x 0.33 x 0.17 mm 



18812 measured reflections 
4751 independent reflections 
3171 reflections with / > 2o'(7) 
R<„. = 0.028 



217 parameters 

H-atom parameters constrained 
A^„ = 0.17 e A~ 3 
Ap mi „ = -0.15 e A~ 3 



Experimental 

Crystal data 
C2iH 17 N02 



Data collection: APEX2 (Bruker, 2009); cell refinement: SAINT 
(Bruker, 2009); data reduction: SAINT; program(s) used to solve 
structure: SHELXTL (Sheldrick, 2008); program(s) used to refine 
structure: SHELXTL; molecular graphics: SHELXTL; software used 
to prepare material for publication: SHELXTL and PLATON (Spek, 
2009). 
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IUCr electronic archives (Reference: IS5181). 



References 

Agarwal, A., Srivastava, K., Puri, S. K. & Chauhan, P. M. S. (2005). Bioorg. 

Med. Chem.. 13, 4645-4650. 
Bibila Mayaya Bisseyou, Y., Soro, A. P., Sissouma, D., Giorgi, M. & Ebby, N. 

(2007). Acta Cryst. E63, o4758-o4759. 
Bruker (2009). APEX2, SAINT and SADABS. Bruker AXS Inc., Madison, 

Wisconsin, USA. 
Cosier, X & Glazer, A. M. (1986). /. Appl. Cryst. 19, 105-107. 
Jasinski, J. P., Butcher, R. J., Samshuddin, S., Narayana, B. & Yathirajan, H. S. 

(2011). Acta Cryst. E67, o352-o353. 
Liu, J.-B., Dai, H., Tao, W.-E, Jin, Z. & Fang. J.-X. (2005). Acta Cryst. E61, 

o3599-o3601. 

Lopez, S. N., Castelli, M. V., Zacchino, S. A., Dominguez, J. N., Lobo, G, Jaime, 
C. C, Cortes, J. C. G, Ribas, J. C, Devia, C, Ana, M. R. & Ricardo, D. E. 
(2001). Bioorg. Med. Chem. 9, 1999-2013. 

Matsuda, H., Morikawa, T., Ando, S., Iwao, T. & Masayuki, Y. (2003). Bioorg. 
Med. Chem. 11, 1995-2000. 

Sheldrick, G. M. (2008). Acta Cryst. A64, 112-122. 

Spek, A. L. (2009). Acta Cryst. D65, 148-155. 



M r = 315.36 



t Thomson Reuters ResearcherlD: A-3561-2009. 
§ Thomson Reuters ResearcherlD: A-5525-2009. 



o2724 Fun et a/. 



doi:1 0. 1 1 07/S1 60053681 2034897 



Acta Cryst. (2012). E68, o2724 



supplementary materials 



supplementary materials 

Acta Cryst. (2012). E68, o2724 [doi:10.1107/S1600536812034897] 

(2£)-3-[4-(Benzyloxy)phenyl]-1 -(pyridin-3-yl)prop-2-en-1 -one 
Hoong-Kun Fun, Ching Kheng Quah, Prakash S. Nayak, B. Narayana and B. K. Sarojini 
Comment 

Chalcones constitute an important family of substances belonging to flavonoids and isoflavonoids and are abundant in 
edible plants. Chalcones exhibit many pharmacological activities, including anti-leishmanial, anti-inflammatory (Matsuda 
et al, 2003), anti-mitotic, anti-invasive, anti-tuberculosis, anti-fungal (Lopez et al, 2001) and anti-malarial (Agarwal et 
al, 2005). Nitrogen moiety containing heterocyclic chalcones plays important roles as anti-ulcer, herbicidal, anti- 
bacterial, analgesic, sedative, anti-phlogistic and virucidal agents. The crystal structures of some chalcones derived from 
acetyl pyridine viz., (Z)-3-(2,6-dichlorophenyl)-l-(pyridin-3-yl)-2- (lH-l,2,4-triazol-l-yl)prop-2-en-l-one (Liu et al, 
2005), 3-(3-chlorophenyl)-l-(2-methylimidazo[l,2-a]pyridin-3-yl)prop-2-en-l-one (Bibila Mayaya Bisseyou et al., 2007) 
and (2£)-3-(3-bromo-4-methoxyphenyl)-l-(pyridin-2-yl)prop-2-en-l-one (Jasinski et al., 2011) have been reported. In 
continuation of our studies on chalcones and their derivatives, the title compound (I) was prepared and its crystal 
structure is reported. 

The title compound (Fig. 1) exists in an E configuration with respect to the C14=C15 bond [1.3217 (19) A]. The 
pyridin-3-yl ring (N1/C17-C21) forms dihedral angles of 5.57 (7) and 82.30 (9)° with the benzene (C8-C13) and phenyl 
(C1-C6) rings, respectively. The dihedral angle between the benzene and phenyl rings is 87.69 (8)°. Bond lengths and 
angles are within normal ranges and are comparable to related structures (Bibila Mayaya Bisseyou et al., 2007; Liu et al, 
2005; Jasinski et al, 2011). No significant intermolecular hydrogen bonds are observed. 

Experimental 

To a mixture of 3-acetylpyridine (1.1 mL, 0.01 mol) and 4-benzyloxybenzaldehyde (2.12 g, 0.01 mol) in ethanol (100 
mL), 15 mL of 10% sodium hydroxide solution was added and stirred at 0-5 °C for 3 h. The precipitate formed was 
collected by filtration and purified by recrystallization from ethanol. Single crystals were grown from acetone and toluene 
(1:1) mixture by slow evaporation method (m.p. 403^107 K). 

Refinement 

All H atoms were positioned geometrically and refined using a riding model with C — H = 0.95 or 0.99 A and t/ iso (H) = 

1.2 or 1.5C/eq(C). 

Computing details 

Data collection: APEX2 (Broker, 2009); cell refinement: SAINT (Broker, 2009); data reduction: SAINT (Broker, 2009); 
program(s) used to solve structure: SHELXTL (Sheldrick, 2008); program(s) used to refine structure: SHELXTL 
(Sheldrick, 2008); molecular graphics: SHELXTL (Sheldrick, 2008); software used to prepare material for publication: 
SHELXTL (Sheldrick, 2008) and PLATON (Spek, 2009). 
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Figure 1 

The molecular structure of the title compound showing 30% probability displacement ellipsoids for non-H atoms. 
(2£)-3-[4-(Benzyloxy)phenyl]-1-(pyridin-3-yl)prop-2-en-1-one 



Crystal data 

C 2 ,H 17 N0 2 
M r = 315.36 
Monoclinic, P2\lc 
Hall symbol: -P 2ybc 
a = 5.9845 (6) A 
6 = 38.187 (4) A 
c= 8.5412 (7) A 
P= 123.372 (5)° 
V= 1630.1 (3) A 3 
Z=4 

Data collection 

Bruker SMART APEXII DUO CCD area- 
detector 
diffractometer 

Radiation source: fine-focus sealed tube 

Graphite monochromator 

f and a> scans 

Absorption correction: multi-scan 

(SADABS; Bruker, 2009) 
T mm = 0.968, T max = 0.986 



F(000) = 664 
D x = 1.285 MgrrT 3 
Mo ATct radiation, 1 = 0.71073 A 
Cell parameters from 4372 reflections 
6 = 2.9-26.5° 
= 0.08 mm- 1 
T= 100 K 
Block, yellow 
0.40 x 0.33 x 0.17 mm 



18812 measured reflections 
475 1 independent reflections 
3171 reflections with/> 2o(I) 
R mt = 0.028 



30.0°, flU = 2.1° 



h = -8- 
£=-53- 
/=-ll- 



»47 
•11 



Refinement 

Refinement on F 1 

Least-squares matrix: full 

RIF 2 > 2cr( J P 2 )] = 0.050 

wR{F*) = 0.141 

5= 1.02 

4751 reflections 

217 parameters 

0 restraints 

Primary atom site location: structure-invariant 
direct methods 



Secondary atom site location: difference Fourier 
map 

Hydrogen site location: inferred from 

neighbouring sites 
H-atom parameters constrained 
w = + (0.059P) 2 + 0.2532P] 

where P = (F a 2 + 2F c 2 )/3 
(A/ ff ) max = 0.001 
Ap max = 0.17eA- 3 
Ap mm = -0.15 e A" 3 
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Special details 

Experimental. The crystal was placed in the cold stream of an Oxford Cryosystems Cobra open-flow nitrogen cryostat 
(Cosier & Glazer, 1986) operating at 100.0 (1) K. 

Geometry. All esds (except the esd in the dihedral angle between two l.s. planes) are estimated using the full covariance 
matrix. The cell esds are taken into account individually in the estimation of esds in distances, angles and torsion angles; 
correlations between esds in cell parameters are only used when they are defined by crystal symmetry. An approximate 
(isotropic) treatment of cell esds is used for estimating esds involving l.s. planes. 

Refinement. Refinement of F 2 against ALL reflections. The weighted R- factor wR and goodness of fit S are based on F 2 , 
conventional R- factors R are based on F, with F set to zero for negative F 2 . The threshold expression of F 2 > 2sigma(F 2 ) is 
used only for calculating R-factors(gt) etc. and is not relevant to the choice of reflections for refinement. R-factors based 
on F 2 are statistically about twice as large as those based on F, and R- factors based on ALL data will be even larger. 



Fractional atomic coordinates and isotropic or equivalent isotropic displacement parameters (A 2 ) 
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C4 — H4A 
C5— C6 
C5— H5A 
C6— C7 
C7 — H7A 
C7— H7B 
C8— C13 
C8— C9 
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C2 — CI — HI A 
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C4— C3— C2 
C4— C3— H3A 
C2— C3— H3A 
C3— C4— C5 
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C5— C4— H4A 
C6— C5— C4 
C6— C5— H5A 
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C5— C6— C7 
01— C7— C6 
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CI 3— C8— C9 
CIO— C9— C8 
CIO— C9— H9A 
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119.8 

119.8 

119.13 (14) 

120.75 (14) 

120.12 (13) 

108.00(11) 

110.1 

110.1 

110.1 

110.1 

108.4 

124.89(11) 
115.53 (11) 
119.58 (12) 
120.64 (12) 
119.7 
119.7 

120.79(12) 
119.6 



CI 7— C21 
C17— C18 
C18— H18A 
CI 9— C20 
C19— H19A 
C20— C21 
C20— H20A 
C21— H21A 



Cll— CIO— H10A 
C12— Cll— CIO 
C12— Cll— C14 
CIO— Cll— C14 
C13— C12— Cll 
C13— C12— H12A 
Cll— C12— H12A 
CI 2— CI 3— C8 
C12— C13— H13A 
C8— C13— H13A 
C15— C14— Cll 
C15— C14— H14A 
Cll— C14— H14A 
C14— C15— C16 
C14— C15— H15A 
CI 6— CI 5— H15A 
02— CI 6— CI 5 
02— CI 6— C17 
C15— C16— C17 
C21— CI 7— C18 
C21— CI 7— C16 
C18— C17— C16 
Nl— C18— C17 
Nl— C18— H18A 
C17— C18— H18A 
Nl— C19— C20 
Nl— C19— H19A 
C20— CI 9— H19A 
CI 9— C20— C21 
CI 9— C20— H20A 
C21— C20— H20A 
C20— C21— C17 
C20— C21— H21A 
CI 7— C21— H21A 



1.3826(19) 
1.3889 (18) 
0.9500 
1.366 (2) 
0.9500 
1.380 (2) 
0.9500 
0.9500 



119.6 

117.68 (11) 
119.58 (12) 
122.73 (12) 
122.20(12) 
118.9 
118.9 

119.10(12) 

120.4 

120.4 

127.31 (12) 

116.3 

116.3 

121.93 (13) 

119.0 

119.0 

121.97(13) 
119.18 (12) 
118.83 (11) 
116.88 (13) 
124.77 (12) 
118.36(11) 
124.98 (14) 
117.5 
117.5 

123.70 (15) 

118.2 

118.2 

119.08 (15) 

120.5 

120.5 

119.14(14) 

120.4 

120.4 



C6— CI— C2— C3 
CI— C2— C3— C4 
C2— C3— C4— C5 
C3— C4— C5— C6 



0.0 (3) 
-0.6(3) 
0.9 (3) 
-0.7 (2) 



Cll— C12— C13— C8 
01— C8— C13— C12 
C9— C8— C13— C12 
C12— Cll— C14— C15 



0.9 (2) 
178.71 (12) 
-0.9 (2) 
-178.19(14) 
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C2— Cl— C6— C5 
C2— CI— C6— C7 
C4— C5— C6— Cl 
C4— C5— C6— C7 
C8— 01— C7— C6 
Cl— C6— C7— 01 
C5— C6— C7— 01 
C7— 01— C8— C13 
C7— 01— C8— C9 
01— C8— C9— CIO 
C13— C8— C9— CIO 
C8— C9— CIO— Cll 
C9— CIO— Cll— C12 
C9— CIO— Cll— C14 
CIO— Cll— C12— C13 
C14— Cll— C12— C13 



0.2 (2) 
-179.44 (14) 
0.1 (2) 
179.77 (13) 
-176.20 (12) 
-96.55 (15) 
83.83 (16) 
3.3 (2) 
-177.05 (12) 
-178.79 (12) 
0.9 (2) 
-0.7 (2) 
0.6 (2) 
-178.24 (13) 
-0.7 (2) 
178.21 (13) 



CIO— Cll— C14— C15 
Cll— C14— C15— C16 
C14— C15— C16— 02 
C14— C15— C16— C17 
02— C16— C17— C21 
C15— C16— C17— C21 
02— C16— C17— C18 
C15— C16— C17— C18 
C19— Nl— C18— C17 
C21— C17— C18— Nl 
C16— C17— C18— Nl 
C18— Nl— C19— C20 
Nl— C19— C20— C21 
C19— C20— C21— C17 
C18— C17— C21— C20 
C16— C17— C21— C20 



0.7 (2) 
178.09 (13) 
-8.9 (2) 
172.68 (13) 
-176.13 (15) 
2.4 (2) 
3.9 (2) 
-177.67 (13) 
-0.2 (3) 
0.4 (2) 
-179.58 (15) 
0.2 (3) 
-0.4 (3) 
0.5 (3) 
-0.5 (2) 
179.44 (15) 
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